Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.004 Å; R factor = 0.062; wR factor = 0.145; data-to-parameter ratio = 16.3.
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4-Benzyl-8-phenyl-1-thia-4-azaspiro[4.5]decan-3-one

Hoong-Kun Fun, Tze Shyang Chia, Poovan Shanmugavelan and Alagusundaram Ponnuswamy Comment
Spirothiazolidin-4-ones are well known to possess varied pharmacological activities such as anti-fungal (Singh et al., 2006 ), anti-mycobacterial (Kasimogullari & Cesur, 2004 ), anti-TB (Dandia et al., 2004 , and anti-bacterial (Sahu et al., 2006) properties. As a part of our studies in this area, we now describe the synthesis and structure of the title compound, (I).
The asymmetric unit of (I) is shown in Fig. 1 . The central thiazolidine ring (S1/N1/C8-C10) is twisted with deviations from the least-squares plane of 0.199 (1) and -0.211 (3) Å for atoms S1 and C10, respectively. The cyclohexane ring (C10-C15) adopts a chair conformation with puckering parameters (Cremer & Pople, 1975) , Q = 0.583 (3) Å, θ = 173.4 (3)° and φ = 347 (2)°. The thiazolidine ring forms dihedral angles of 86.24 (14) and 31.82 (15)° with the terminal C1-C6 and C16-C21 benzene rings, respectively. The dihedral angle between the two terminal benzene rings is 86.74 (14)°. Bond lengths and angles are comparable to a related structure (Akkurt et al., 2008) .
The only significant intermolecular interaction in the crystal is a weak C-H···Cg1 interaction (Table 1) where Cg1 is the centroid of C1-C6 ring.
Experimental
A mixture of triphenyl phosphine (0.43 g, 1.1 mmol), benzyl azide (0.20 g, 1.0 mmol), 4-phenylcylohexanone (0.28 g, 1.0 mmol) and mercaptoacetic acid (0.15 g, 1.1 mmol) was heated to reflux in acetonitrile (5 ml) for 4 h. The reaction mixture was allowed to stand at room temperature. After the solvent has been evaporated, the residue was purified by column chromatography using silica gel as the stationary phase (60-120 mesh) and petroleum ether-ethyl acetate (93:7) as the mobile phase to afford the title compound. Yield: 0.48 g (95%); M.p.: 130-131 °C. Colourless crystals were obtained by recrystallization from ethanol solution.
Refinement
All H atoms were positioned geometrically [C-H = 0.95, 0.99 or 1.00 Å] and refined using a riding model with U iso (H) = 1.2 U eq (C). The molecular structure of the title compound with 50% probability displacement ellipsoids. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details
4-Benzyl-8-phenyl-1-thia-4-azaspiro[4.5]decan-3-one
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.33380 (9) −0.00046 (5) 0.85069 (6) Hydrogen-bond geometry (Å, º) Cg1 is the centroid of the C1-C6 ring. 
